Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.001 Å; R factor = 0.043; wR factor = 0.131; data-to-parameter ratio = 19.4.
In the title compound, C 4 H 3 N 3 O 4 ÁH 2 O, molecules of 5-nitrouracil are hydrogen bonded in pairs across crystallographic centers of symmetry. The resulting dimers are also hydrogen bonded to the water molecules, forming a three-dimensional network. The pyrimidine ring is almost planar (with a maximum deviation of 0.0156 (9) Å for the one of the N atoms) and the nitro group is rotated by 12.4 (1) out of the uracil plane, while in the other polymorph the value for the same angle is 5 .
Related literature
For the non-linear optical properties of 5-nitrouracil, see: Bergman et al. (1972) ; Puccetti et al. (1993) ; Youping et al. (1992) . For the crystal structure of another polymorph, see: Craven (1967) . For related literature, see : Pettier & Byrn (1982) ; Rao et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97. (5NU) is an interesting molecule due to its nonlinear optical properties (Bergman et al., 1972; Puccetti et al., 1993; Youping et al., 1992) and is also of relevance to biological and pharmaceutical sciences (Rao et al., 1995; Pettier & Byrn, 1982) .
In the framework of our study of new compounds with potential NLO properties, we have crystallized a new polymorph of 5-nitrouracil monohydrate (Fig.1) . Molecules of 5NU are hydrogen bonded in pairs across crystallographic centers of symmetry. The resulting dimers are also hydrogen bonded by the water molecules forming a three dimensional network (Table 1 ; Fig. 2 ). The difference in intermolecular interactions between the two polymorphs seems to have a small effect on the molecular structure of the 5NU moiety, with all bond lengths and angles being in good agreement with the previously reported structure (Craven, 1967) . The pyrimidine ring is almost planar and the main conformational difference is the large twist of the nitro group away from the plane of the ring [12.4 (1)°], whereas it approaches coplanarity in the other polymorph (5.0° for the same angle).
The title compound was prepared by adding 5-nitrouracil (Aldrich, 98%, 1 mmol) to L-serine (Aldrich 99%, 1 mmol) in a solution of water (10 ml) and piridine (Aldrich 99%, 30 ml). The solution was slowly warmed and then left to evaporate under ambient conditions. After a few days, small colourless single crystals were deposited.
Refinement
All hydrogen atoms were located in a difference Fourier synthesis at an intermediate stage of the refinement. Hydrogen atoms bonded to N and C were placed at calculated positions and refined as riding on their parent atoms, using SHELXL97 (Sheldrick, 2008) defaults [C-H = 0.93 Å, N-H = 0.86 Å and U iso (H) = 1.2U eq (C,N)]. The coordinates of the hydrogen atoms of the water molecule were refined with U iso = 1.5U eq (O). Figures   Fig. 1 . ORTEPII (Spek,2003) plot of the title compound. Displacement ellipsoids are drawn at the 50% probability level.
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